
 

A p p e n d i x  I  

T h e  c h r o m a t o g r a p h i c  p e a k s  o f  i n d i v i d u a l  c o m p o n e n t s  o f  B S H X D  i n  t h e  p o s i t i v e  

a n d  n e g a t i v e  i o n  m o d e s  a r e  a s  f o l l o w s ：  
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0.92

1.15

2.06

1.37

1.84

1.53

5.693.62

3.41

3.06

5.53

5.19

4.00

7.63

7.01
6.54

7.44

8.14

8.20

8.26

8.32

11.11

10.00
9.62

9.40

9.23
10.68

11.86

11.69

14.66

14.58

12.05

12.86

 

P o s i t i v e  i o n  c h r o m a t o g r a p h y  o f  B S H X D  
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N e g a t i v e  i o n  c h r o m a t o g r a p h y  o f  B S H X D  
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danshen 1: TOF MS ES+ 
BPI

7.26e4
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P o s i t i v e  i o n  c h r o m a t o g r a m  o f  R a d i x  s a l v i a e  m i l t i o r r h i z a e   
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danshen_neg 1: TOF MS ES- 
BPI

9.49e4
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N e g a t i v e  i o n  c h r o m a t o g r a m  o f  R a d i x  s a l v i a e  m i l t i o r r h i z a e  
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ejiao 1: TOF MS ES+ 
BPI
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P o s i t i v e  i o n  c h r o m a t o g r a m  o f  D o n k e y - h i d e  G l u e  
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ejiao_neg 1: TOF MS ES- 
BPI

1.44e3
11.74
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2.582.06
1.71
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0.71
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N e g a t i v e  i o n  c h r o m a t o g r a m  o f  D o n k e y - h i d e  G l u e  
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6.83

7.02
7.31

7.97

8.37

8.27

8.58

8.54

9.09

9.17

9.25

9.99

9.37

9.74

9.53
9.83

11.4810.6810.54

10.40

10.95
11.35

 

P o s i t i v e  i o n  c h r o m a t o g r a m  o f Himalayan Teasel Root  
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N e g a t i v e  i o n  c h r o m a t o g r a m  o f  Hima layan Teasel Root   
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tusizi_neg 1: TOF MS ES- 
BPI

6.72e4
11.29
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P o s i t i v e  i o n  c h r o m a t o g r a m  o f  C h i n e s e  D o d d e r  S e e d  
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N e g a t i v e  i o n  c h r o m a t o g r a m  o f  C h i n e s e  D o d d e r  S e e d  
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sangbaipi 1: TOF MS ES+ 
BPI
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0.63
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P o s i t i v e  i o n  c h r o m a t o g r a m  o f  H e r b a  t a x i l l i  
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sangbaipi_neg 1: TOF MS ES- 
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3.50
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9.59

9.35

9.68

11.31
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N e g a t i v e  i o n  c h r o m a t o g r a m  o f  H e r b a  t a x i l l i  

 

 

 

 



7 
 

 

 

 

 

Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00

%

0

100

huangqi 1: TOF MS ES+ 
BPI

8.08e4
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7.43

8.16
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P o s i t i v e  i o n  c h r o m a t o g r a m  o f  Radix Astragali  
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huangqi_neg 1: TOF MS ES- 
BPI
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0.53
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8.03 8.50
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N e g a t i v e  i o n  c h r o m a t o g r a m  o f  R a d i x  A s t r a g a l i  
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A p p e n d i x  I I  

B e c a u s e  t h e  i n c o m p l e t e  i n f o r m a t i o n  o f  e a c h  t r a d i t i o n a l  C h i n e s e  m e d i c i n e  

i n c l u d e d  i n  t h e  W A T E R S  T C M  d a t a b a s e  i s  n o t  n e c e s s a r i l y  c o m p l e t e ,  s o  t h e r e  

w i l l  b e  s o m e  p e a k s  w i t h o u t  i d e n t i f i c a t i o n  i n f o r m a t i o n .  I t  c a n  b e  s e e n  f r o m  t h e  

c h r o m a t o g r a m  t h a t  t h e  c h r o m a t o g r a p h i c  p e a k  o f  t h e  w h o l e  f o r m u l a  i s  a  

c o l l e c t i o n  o f  e a c h  s i n g l e  d r u g .  I n  t h e  e x p e r i m e n t ,  p o s i t i v e  a n d  n e g a t i v e  i o n s  

w e r e  c o l l e c t e d  s e p a r a t e l y ,  a n d  m o s t  o f  t h e  p o s i t i v e  a n d  n e g a t i v e  i o n s  r e s p o n d e d .  

I f  p o s i t i v e  a n d  n e g a t i v e  i o n s  d e t e c t e d  t h e  s a m e  c o m p o u n d ,  o n l y  p o s i t i v e  i o n  

i d e n t i f i c a t i o n  i n f o r m a t i o n  w a s  r e t a i n e d .  W e  i d e n t i f i e d  t h e  c o m p o n e n t s  o f  t h e  

w h o l e  f o r m u l a ,  a n d  i d e n t i f i e d  t h e  s o u r c e  o f  t h e  c o m p o n e n t s  i n  c o m b i n a t i o n  w i t h  

t h e  c h r o m a t o g r a p h i c  p e a k  o f  t h e  s i n g l e  d r u g .  A  t o t a l  o f  7 5  c o m p o u n d s  w e r e  

i d e n t i f i e d .  T h e  r e s u l t s  a r e  a s  f o l l o w s :  

 

R a d i x  s a l v i a e  m i l t i o r r h i z a e ( 2 1 )  

M o d e  C o m p o u n d  n a m e  
m a s s  

n u m b e r  

R e t e n t i o n  

t i m e  ( m i n )  

A d d i t i v e  i o n  

f o r m  

P o s i t i v e  

i o n  m o d e  

c a f f e i c  a c i d  1 8 0 . 0 4 2 3  5 . 8 4  + H  

L i t h o s p e r m i c  a c i d  5 3 8 . 1 1 1 1  8 . 6 5  + H , + N a , + N H 4  

R o s m a r i n i c  a c i d  3 6 0 . 0 8 4 5  8 . 9 0  + H , + N a , + N H 4  

s a l v i a n o l i c  a c i d  E  7 1 8 . 1 5 3 4  8 . 9 9  + H , + N a , + N H 4  

s a l v i a n o l i c  a c i d  B  7 1 8 . 1 5 3 4  9 . 3 4  + H , + N a , + N H 4  

D a n s h e n x i n k u n  A  2 9 6 . 1 0 4 9  1 1 . 2 0  + H , + N a  

9 - H y d r o x y - 1 , 6 , 6 - t r i m e t h y l - 6 , 7 , 8 ,

9 - t e t r a h y d r o p h e n a n t h r o [ 1 , 2 - b ] f u r

a n - 1 0 , 11 - d i o n e  

3 1 0 . 1 2 0 5  1 1 . 6 0  + H , + N a , + N H 4  

( 1 R , 1 0 S ) - 1 0 - h y d r o x y - 1 , 6 - d i m e t h

y l - 1 0 - ( 2 - o x o p r o p y l ) - 1 , 2 - d i h y d r o

n a p h t h o [ 1 , 2 - g ] [ 1 ] b e n z o f u r a n - 11 -

o n e  

2 9 6 . 1 0 4 9  1 1 . 9 2  + H  

I s o c r y p t o t a n s h i n o n e  2 9 6 . 1 4 1 2  1 2 . 0 5  + H  

D i h y d r o t a n s h i n o n e  I  2 7 8 . 0 9 4 3  1 2 . 2 8  + H , + N a  

1 , 6 - d i m e t h y l - 1 , 2 , 8 , 9 - t e t r a h y d r o n

a p h t h o [ 1 , 2 - g ] [ 1 ] b e n z o f u r a n - 1 0 , 1

1 - d i o n e  

2 8 0 . 1 0 9 9  1 2 . 4 7  + H , + N a , - e  

Ta n s h i n o n e  I I B  2 9 6 . 1 4 1 2  1 2 . 8 7  + H , + N a  

1 5 , 1 6 - d i h y d r o t a n s h i n o n e  2 7 8 . 0 9 4 3  1 3 . 1 2  + H , + N a , - e  

Ta n s h i n o n e  Ⅱ A  2 9 4 . 1 2 5 6  1 3 . 4 8  + H , + N a , + N H 4  

 

N e g a t i v e  

2 - ( 3 , 4 - d i h y d r o x y p h e n y l ) - 2 - h y d r o

x y p r o p a n o i c  a c i d  
1 9 8 . 0 5 2 8  2 . 4 9  - H , + H C O O  

https://www.chemsrc.com/en/cas/189308-08-5_278950.html
https://www.chemsrc.com/en/cas/189308-08-5_278950.html
https://www.chemsrc.com/en/cas/189308-08-5_278950.html
https://www.chemsrc.com/en/cas/189308-08-5_278950.html
https://www.chemsrc.com/en/cas/87205-99-0_830438.html
https://www.chemsrc.com/en/cas/125623-97-4_965382.html
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i o n  m o d e  3 , 4 - D i h y d r o x y b e n z a l d e h y d e  1 3 8 . 0 3 1 7  3 . 8 6  - H  

S a l v i a n o l i c  a c i d  A  4 9 4 . 1 2 1 3  8 . 3 3  + H C O O  

S a l v i a n o l i c  a c i d  C  4 9 2 . 1 0 5 6  8 . 3 9  + H C O O  

( 2 R ) - 2 - ( { ( 2 E ) - 3 - [ 2 - ( C a r b o x y m e t

h y l ) - 3 , 4 - d i h y d r o x y p h e n y l ] - 2 - p r o

p e n o y l } o x y ) - 3 - ( 3 , 4 - d i h y d r o x y p h

e n y l ) p r o p a n o i c  a c i d  

4 1 8 . 0 9 0 0  8 . 7 2  - H  

m e t h y l  l i t h o s p e r m a t e  5 5 2 . 1 2 6 8  9 . 0 2  - H  

6 - H y d r o x y - 1 , 6 - d i m e t h y l - 6 , 7 , 8 , 9 -

t e t r a h y d r o p h e n a n t h r o [ 1 , 2 - b ] f u r a

n - 1 0 , 11 - d i o n e  

2 9 6 . 1 0 4 9  1 0 . 3 0  + H C O O  

 

D o n k e y - h i d e  G l u e（ 2）  

 

H i m a l a y a n  Te a s e l  R o o t（ 3）  

 

C h i n e s e  D o d d e r  S e e d（ 1 8）  

m o d e  C o m p o u n d  n a m e  
m a s s  n u m b e r  

R e t e n t i o n  

t i m e  ( m i n )  

A d d i t i v e  

i o n  f o r m  

P o s i t i v e  

i o n  m o d e  

3 , 4 - D i m e t h o x y c i n n a m i c  a c i d  2 0 8 . 0 7 3 5 6  0 . 5 1  - e , + N a  

D i i s o b u t y l  p h t h a l a t e  2 7 8 . 1 5 1 8 1  1 3 . 2 9  + H , + N a  

m o d e  C o m p o u n d  n a m e  
m a s s  n u m b e r  

R e t e n t i o n  

t i m e  ( m i n )  

A d d i t i v e  i o n  

f o r m  

P o s i t i v e  

i o n  m o d e  

L o g a n i c  a c i d  3 7 6 . 1 3 6 9 5  6 . 2 7  + H , + N a , + N H 4  

L o g a n i c  a c i d  

6 ' - O - β - D - g l u c o s i d e  
5 3 8 . 1 8 9 7 7  7 . 5 7  + H , + N a , + N H 4  

a s p e r o s a p o n i n  Ⅵ  9 2 8 . 5 0 3 1 7  1 0 . 0 2  + H , + N H 4  

m o d e  C o m p o u n d  n a m e  
m a s s  n u m b e r  

R e t e n t i o n  

t i m e  ( m i n )  

A d d i t i v e  i o n  

f o r m  

P o s i t i v e  

i o n  m o d e  

N - m e t h y l c y t i s i n e  2 0 4 . 1 2 6 2 6  3 . 7 4  + H  

d - S e s a m i n  3 5 4 . 1 1 0 3 4  5 . 7 7  + H , + N a , + N H 4  

S o p h o r a n o l  2 6 4 . 1 8 3 7 8  5 . 8 5  + H  

Q u e r c e t i n - 3 - g a l a c t o s e - 7

- g l u c o s i d e  
6 2 6 . 1 4 8 3 0  6 . 9 2  + H , + N a  

N e w  C u s c u t o s i d e  B  7 9 6 . 2 4 2 5 9  7 . 8 7  + H , + N H 4  

C u s c u t o s i d e  A  6 6 4 . 2 0 0 3 4  8 . 2 4  + H , + N a , + N H 4  

Q u e r c e t i n - 3 - o - β - d - g l u c o

p y r a n o s i d e  
4 6 4 . 0 9 5 4 8  8 . 3 4  + H , + N a  

C u s c u t o s i d e  C  6 9 4 . 2 1 0 9 0  8 . 4 8  + H  

https://www.chemsrc.com/en/cas/142998-47-8_1424456.html
https://www.chemsrc.com/en/cas/142998-47-8_1424456.html
https://www.chemsrc.com/en/cas/142998-47-8_1424456.html
https://www.chemsrc.com/en/cas/142998-47-8_1424456.html
https://www.chemsrc.com/en/cas/2316-26-9_1188378.html
https://www.chemsrc.com/en/cas/22255-40-9_390355.html
https://www.chemsrc.com/en/cas/607-80-7_389953.html
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H e r b a  t a x i l l i（ 2）  

 

R a d i x  A s t r a g a l i ( 2 9 )  

K a e m p f e r o l - 3 - o - β - D - g l u

c o s i d e  
4 4 8 . 1 0 0 5 6  8 . 6 6  + H , + N a  

C u s c u t o s i d e  B  6 6 4 . 2 0 0 3 4  9 . 5 8  + H , + N a , + N H 4  

K a e m p f e r o l  2 8 6 . 0 4 7 7 4  1 0 . 1 2  + H , - e  

( 1 E , 4 E , 8 E ) - α - h u m u l e n e  2 0 4 . 1 8 7 8 0  1 2 . 0 0  + N a  

 

 

 

 

N e g a t i v e  

i o n  m o d e  

S e s a m o l i n  3 7 0 . 1 0 5 2 5  1 . 3 4  + H C O O  

N e w  C u s c u t o s i d e  A  8 2 6 . 2 5 3 1 6  7 . 9 7  + H C O O  

Q u e r c e t i n  3 0 2 . 0 4 2 6 5  9 . 5 5  - H  

P a l m i t i c  a c i d  2 5 6 . 2 4 0 2 3  9 . 6 9  + H C O O  

O c t a d e c a n o i c  a c i d  2 8 4 . 2 7 1 5 3  1 0 . 6 0  + H C O O  

M a t r i n e  2 4 8 . 1 8 8 8 6  1 2 . 0 7  + H C O O  

M o d e  C o m p o u n d  n a m e  
m a s s  n u m b e r  

R e t e n t i o n  

t i m e  ( m i n )  

A d d i t i v e  

i o n  f o r m  

P o s i t i v e  

i o n  m o d e  
d l - c a t e c h i n  2 9 0 . 0 7 9 0 4  0 . 7 2  + H  

N e g a t i v e  

i o n  m o d e  

Q u e r c e t i n - 3 - O - α - L - r h a m n o p y r

a n o s i d e  
4 4 8 . 1 0 0 5 6  7 . 5 2  - H  

M o d e  C o m p o u n d  n a m e  
m a s s  n u m b e r  

R e t e n t i o n  

t i m e  ( m i n )  

A d d i t i v e  i o n  

f o r m  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

P o s i t i v e  

P o l y c a n t h i n e  2 6 1 . 1 3 6 4 9  1 . 3 5  + N a  

A s t r a g a l o s i n e  A  2 0 9 . 0 6 8 8 1  2 . 6 1  + N H 4  

L i n o l e i c  a c i d  2 8 0 . 2 4 0 2 3  7 . 2 7  + N a  

3 ' - m e t h o x y - 5 ' - h y d r o x y i s o f l a v

o n e - 7 - O - β - D - g l u c o s i d e  
4 4 6 . 1 2 1 3 0  8 . 3 2  + H , + N a  

F o r m o n o n e t i n  2 6 8 . 0 7 3 5 6  8 . 3 6  + N a  

C a l y c o s i n - 7 - O - β - D - g l u c o s i d e  4 4 6 . 1 2 1 3 0  8 . 4 2  + H  

3 , 4 - D i m e t h o x y - 7 , 2 ’ - O - d i g l u c

o s i d e - 7 - O - g l u c o s i d e  
6 2 6 . 2 2 1 0 7  8 . 7 1  + N a , + N H 4 , - e  

k a e m p f e r o l - M e t h y l e t h e r - 3 - 7 -

O - β - D - g l u c o p y r a n o s i d e  
4 6 2 . 1 1 6 2 1  9 . 4 7  + H , + N a , + N H 4  

A s t r a g a l o s i d e  Ⅴ  9 4 6 . 5 1 3 7 3  9 . 9 2  + H , + N a , + N H 4  

A s t r a g a l o s i d e  Ⅵ  9 4 6 . 5 1 3 7 3  1 0 . 6 0  + H , + N a , + N H 4  

A s t r a g a l u s  m e m b r a n a c e u s  

s a p o n i n  B  
6 5 2 . 4 1 8 6 5  1 0 . 7 0  + H , + N a  

F o r m o n o n e t i n  2 6 8 . 0 7 3 5 6  1 0 . 7 7  + H  
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i o n  m o d e  I s o a s t r a g a l o s i d e  I V  7 8 4 . 4 6 0 9 1  1 0 . 9 2  + H , + N a , + N H 4  

A s t r a g a l o s i d e  I I I  7 8 4 . 4 6 0 9 1  1 0 . 9 2  + H , + N a , + N H 4  

A s t r a g a l o s i d e  I V  7 8 4 . 4 6 0 9 1  1 1 . 0 0  + H , + N a , + N H 4  

I s o m u c r o n u l a t o l  3 0 2 . 1 1 5 4 2  1 1 . 0 5  + H , - e  

A g r o a s t r a g a l o s i d e  Ⅲ  1 0 3 0 . 5 3 4 8 6  1 1 . 0 9  + H , + N a  

A s t r a g a l o s i d e  I I  8 2 6 . 4 7 1 4 7  1 1 . 3 0  + H , + N a , + N H 4  

A s t r a g a l u s  m e m b r a n a c e u s  

A s t r a g a l o s i d e  I I  
6 2 2 . 4 0 8 0 8  1 1 . 3 7  + H , + N a  

A g r o a s t r a g a l o s i d e  Ⅰ  9 1 2 . 5 0 8 2 5  1 1 . 6 0  + H , + N a , + N H 4  

A g r o a s t r a g a l o s i d e  Ⅷ  9 1 2 . 5 0 8 2 5  1 1 . 7 7  + H , + N a , + N H 4  

I s o a s t r a g a l o s i d e  I  8 6 8 . 4 8 2 0 4  1 2 . 2 8  + H , + N a , + N H 4  

A s t r a g a l o s i d e  I  8 6 8 . 4 8 2 0 4  1 2 . 2 8  + H , + N a , + N H 4  

a c e t y l a s t r a g a l o s i d e  I  9 1 0 . 4 9 2 6 0  1 2 . 6 3  + H , + N a , + N H 4  

 

 

 

N e g a t i v e  

i o n  m o d e  

A p i g e n i n  7 - g l u c o s i d e  4 3 2 . 1 4 2 0 3  3 . 0 6  + H C O O , - H  

m e t h y l n i s s o l i n  3 0 0 . 0 9 9 7 7  5 . 0 6  - H  

I s o f e r u l i c  a c i d  1 9 4 . 0 5 7 9 1  5 . 9 6  + H C O O  

K a e m p f e r i d e - 4 ′ - d i m e t h y l  

e t h e r - 3  - g l u c o s i d e   
4 6 2 . 1 1 6 2 1  9 . 4 7  + H C O O  

A g r o a s t r a g a l o s i d e  Ⅳ  9 8 8 . 5 2 4 2 9  1 1 . 4 6  - H  
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A p p e n d i x  I I I  

T h e  c h r o m a t o g r a p h i c  p e a k s  o f  t h e  b l o o d  c o m p o n e n t s  i n  t h e  b l a n k  g r o u p  a n d  t h e  

p r e s c r i p t i o n  f o r  B X H X D  i n  d i f f e r e n t  t i m e  a n d  i n  t h e  m o d e  o f  p o s i t i v e  a n d  

n e g a t i v e  i o n s  a r e  a s  f o l l o w s :  

 

Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00

%

0

100

feng_1 1: TOF MS ES+ 
BPI

1.18e5
14.20

14.14

12.92

12.89

12.86

8.20

3.67

2.15

1.31

0.52 0.68
1.78 7.70

8.08

12.82

12.68

11.89

8.33
11.58

10.30
9.30

8.94

8.65

9.18

10.11

9.76

10.54
11.11

12.49

12.21

13.99

13.29

12.98

13.42

13.73

14.67

14.83

15.16

 

C h r o m a t o g r a m  o f  b l a n k  s e r u m  i n  p o s i t i v e  i o n  m o d e  

 

 

 

Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00

%

0

100

neg_feng_1 1: TOF MS ES- 
BPI

4.07e4
11.59

10.50

0.72

0.59

8.20

3.63

2.11 2.80

7.924.814.39

7.58
5.35

6.83

9.30

8.65

8.33

8.49

8.94

8.82

10.199.81

10.94

10.80

11.11

11.46

13.10

12.98

12.85

12.78

12.68

11.71

11.90

12.43

13.33

13.47

13.95

14.16

14.22

14.54

14.67

 

C h r o m a t o g r a m  o f  b l a n k  s e r u m  i n  n e g a t i v e  i o n  m o d e  
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Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00

%

0

100

feng_2 1: TOF MS ES+ 
BPI

1.44e5
13.30

12.95

3.61

2.09

1.28

0.680.53
0.93

1.79

12.82

8.21

11.60

8.34

10.26
9.80

8.658.38

8.79

10.67

11.11

12.70

11.89

12.49

14.14

13.43

14.01

13.73

14.67

 

C h r o m a t o g r a m  o f  B S H X D S  i n  1 5  m i n  i n  p o s i t i v e  i o n  m o d e  

 

 

 

 

Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00

%

0

100

neg_feng_2 1: TOF MS ES- 
BPI

5.61e4
11.58

0.69

0.58

4.67

3.83

3.61

2.02

10.95
7.50

6.68

10.52

7.91

8.93

8.21 8.66
8.70

9.30

11.10

13.2613.12

12.97

12.81

12.6811.70

11.89

12.43

11.98

13.34

14.14

13.47 13.97 14.17

14.53

14.67

 

C h r o m a t o g r a m  o f  B S H X D S  f o r  1 5  m i n  i n  n e g a t i v e  i o n  m o d e  
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Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00

%

0

100

feng_3 1: TOF MS ES+ 
BPI

1.32e5
14.18

14.13

13.29

3.68

2.12

1.24

1.070.650.52

1.78

12.90
3.74

8.21

11.90

11.59

8.34

10.24

9.838.66

8.51 8.82

10.50
11.11 11.38

12.81

12.73

12.5012.21

12.03

13.13

14.00

13.47

13.85

13.76

14.22

14.67

14.53

14.82

 

C h r o m a t o g r a m  o f  B S H X D S  i n  3 0  m i n  i n  p o s i t i v e  i o n  m o d e  

 

 

 

 

Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00

%

0

100

neg_feng_3 1: TOF MS ES- 
BPI

5.58e4
13.13

12.98

11.58

7.50

0.69

0.59

4.72

3.67

2.13 6.87

10.50

7.91

8.21

8.66

10.13
8.95 9.80

10.90
10.94

11.10

12.79

12.69

11.70

11.88

12.50

11.97

13.35

13.45

14.12

13.98

13.73

14.20

14.52

14.68

 

C h r o m a t o g r a m  o f  B S H X D S  f o r  3 0  m i n  i n  n e g a t i v e  i o n  m o d e  
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Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00

%

0

100

feng_4 1: TOF MS ES+ 
BPI

1.64e5
13.31

13.28

13.10

12.97

12.90

3.67

2.07

1.28

1.060.65

1.78

12.81

8.21

12.69

11.89

8.33
10.29

8.65 9.18

10.66
11.10

12.50

12.26

14.19

13.42

14.03

13.96

13.82

14.66

14.53

14.79

 

C h r o m a t o g r a m  o f  B S H X D S  i n  1 h  i n  p o s i t i v e  i o n  m o d e  

 

 

 

 

Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00

%

0

100

neg_feng_4 1: TOF MS ES- 
BPI

5.57e4
13.14

12.98

12.85

12.81

12.68

11.58

7.50

0.69

4.75

3.67

2.13 6.80

10.50

7.91

9.80

8.21
8.65

9.298.94
10.24

11.45
10.90

11.07

11.70

11.89

12.54

12.50

11.96

12.23

13.34

14.14

13.45

13.97

13.69

14.23

14.52 14.67

15.3014.85

 

C h r o m a t o g r a m  o f  B S H X D S  f o r  1 h  i n  n e g a t i v e  i o n  m o d e  
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Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00

%

0

100

feng_5 1: TOF MS ES+ 
BPI

1.58e5
13.27

13.12

13.09
12.90

12.87

2.12

2.05

1.28

0.700.52

1.78

3.70 8.21 12.82
8.23

8.33

12.70

11.88

11.5710.31
8.66

9.30

12.21

12.50

13.44

14.30

14.16

13.85

14.01
14.37

14.84

14.94

 

C h r o m a t o g r a m  o f  B S H X D S  i n  2 h  i n  p o s i t i v e  i o n  m o d e  

 

 

 

 

Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00

%

0

100

neg_feng_5 1: TOF MS ES- 
BPI

6.10e4
13.34

13.26

13.13

12.97

12.88

12.85

12.80

12.68

11.70

10.90
10.50

8.34

8.200.69

0.57

7.58
4.78

3.70

7.93

9.07

8.66

8.95 10.14

9.80
9.29

11.60

11.28

11.89

12.53

11.96
12.23

13.45

14.16

14.01

14.22

14.52

14.67 14.81

15.31

 

C h r o m a t o g r a m  o f  B S H X D S  f o r  2 h  i n  n e g a t i v e  i o n  m o d e  
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Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00

%

0

100

feng_6 1: TOF MS ES+ 
BPI

1.59e5
13.28

12.93

12.87

8.21

3.71
2.08

1.25

0.93
1.75

12.81

12.69

8.34

11.8910.31
9.30

8.72

8.51 8.82

9.68
10.70

11.11

12.21 12.49

13.11

13.31

14.21

14.14

13.44

13.99

13.75

14.6814.80

 

C h r o m a t o g r a m  o f  B S H X D S  i n  4 h  i n  p o s i t i v e  i o n  m o d e  

 

 

 

 

Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00

%

0

100

neg_feng_6 1: TOF MS ES- 
BPI

5.96e4
13.12

13.10

12.98

12.86

12.80

12.69
8.71

0.69

8.20

7.72

4.34

8.33

10.49

9.79

9.30

8.94 9.59

10.13
10.25

11.58
10.89

11.27

11.71

11.88
12.49

11.97

13.34

14.14
13.46

13.96

13.70

14.52

14.66

14.83

15.31

 

C h r o m a t o g r a m  o f  B S H X D S  f o r  4 h  i n  n e g a t i v e  i o n  m o d e  

 

 

 


